
substance: NiO 
property: phonon dispersion, phonon wavenumbers

phonon dispersion curves: Fig. 1, calculations: [75R, 76C, 79A], density of states: Fig. 2.

wavenumbers of infrared active phonons

(ν/c)TO 400 cm–1 RT       green NiO 65G

440 cm–1             black NiO
387(5) cm–1 neutron study, (ν/c)TO(Γ) 75R

(ν/c)LO 580 cm–1             green NiO 65G

560 cm–1             black NiO
577(7) cm–1 neutron study, (ν/c)LO(Γ) 75R

wavenumbers of Raman active phonons

(ν/c)R   400 cm–1             black NiO 71D

  500 cm–1

1100 cm–1 assigned to 2 (ν/c)LO

1560 cm–1 assigned to two-magnon peak with
cut-off at 1880 cm–1

reststrahlen frequency

ν 12.2·1012 Hz 65G
11.45·1012 Hz 75R
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Fig. 1.

NiO. Phonon dispersion curves, experimental data from neutron scattering, solid curves theoretical shell-model
best fit [75R].



Fig. 2.

NiO. Phonon density of states vs. frequency [76C].
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